Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.007 Å; R factor = 0.044; wR factor = 0.119; data-to-parameter ratio = 7.5.
The title compound, C 21 H 21 NO, is a vinylogous amide (enaminone) produced by reaction of 1-(2-phenylprop-2-en-1-yl)pyrrolidine-2-thione with phenacyl bromide. In the molecule, the phenyl rings are twisted from the mean plane of the pyrrolidine ring by 11.2 (1) and 67.3 (1) . In the crystal, weak C-HÁ Á ÁO hydrogen bonds link the molecules related by translation along the b axis into chains.
Related literature
For details of the synthesis of enaminones, see: Roth et al. (1971) . For applications of enaminones in alkaloid synthesis, see: Michael et al. (1999) . For a related enaminone structure, see: Lemmerer et al. (2007) .
Experimental
Crystal data C 21 H 21 NO M r = 303.39 Triclinic, P1 a = 5.7806 (6) Å b = 7.9407 (7) Å c = 9.6089 (9) Å = 82.579 (7) = 76.793 (7) = 83.510 (7) V = 424.21 (7) Å 3 Z = 1 Mo K radiation = 0.07 mm À1 T = 293 K 0.4 Â 0.2 Â 0.19 mm
Data collection
Bruker APEXII CCD area-detector diffractometer 5222 measured reflections 1563 independent reflections 970 reflections with I > 2(I) R int = 0.040 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.119 S = 0.98 1563 reflections 208 parameters 3 restraints H-atom parameters constrained Á max = 0.11 e Å À3 Á min = À0.13 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). In (I) ( Fig. 1) , two phenyl rings are twisted from the mean plane of the central pyrrolidine ring by 11.2 (1) and 67.3 (1)°, respectively. The (E) configuration and s-cis conformation of the exocyclic C═C bond of the enaminone are similar to those found in a related enaminone (Lemmerer et al., 2007) . In the crystal, weak intermolecular C-H···O hydrogen bonds (Table 1 ) link the molecules related by translation along the b axis into chains (Fig. 2 ).
Experimental
The synthesis employed followed the Eschenmoser procedure (Roth et al., 1971) . A solution of phenacyl bromide (4.30 g, 21.6 mmol) and 1-(2-phenylprop-2-en-1-yl)pyrrolidine-2-thione (4.27 g, 19.6 mmol) in dry acetonitrile (20 ml) was stirred at room temperature under an argon atmosphere until precipitation of the adduct as a gum was complete. The mixture was briefly warmed to solubilize the precipitate, after which a solution of triphenylphosphine (5.66 g, 21.6 mmol) and triethylamine (3.31 ml, 23.6 mmol) in dry MeCN (20 ml) was added dropwise to induce extrusion of sulfur, and stirring was maintained for 18 h. The solvent was evaporated and the residue was taken up into ethyl acetate (200 ml) and washed with water (3 × 100 ml) and brine (50 ml). The organic phase was dried over MgSO 4 , filtered and evaporated to give an orange gum. Column chromatography on silica gel with hexane:ethyl acetate (3:2 v/v) afforded the title compound (5.42 g, 91%) as very pale yellow needles, m.p. 325-326 K.
Refinement
The C-bound H atoms were geometrically positioned [C-H = 0.93 Å (alkenyl-and aromatic-H) and 0.97 Å (methylene-H)] and refined as riding with U iso (H) = 1.2U eq (C). In the absence of significant anomalous scatterers in the molecule, 1562 Friedel pairs were merged before the final refinement. 
Computing details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.6399 (6) 0.8328 (4) 1.0527 (4) 0.0522 (9) C2 0.5691 (7) 1.0058 (4) 1.0341 (4) 0.0653 (11) (5) C18-H18 0.93 C10-C11 1.503 (7) C19-C20 1.404 (8) C10-H10A 0.97 C19-H19 0.93 C10-H10B 0.97 C20-H20 0.93 C11-C12 1.472 (7) C21-H21A 0.93 C11-H11A 0.97 C21-H21B 0.93
